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chain nodes : 
12 

ring nodes : 

123456789 10 11 13 

chain bonds : 

10-12 

ring bonds : 

1-2 . 1-6 2-3 3-4 4-5 5-6 5-7 6-13 7-8 8-9 8-13 9-10 10-11 11-13 
exact/norm bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-13 7-8 8-9 8-13 9-10 10-11 10-12 11- 
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L6 ANSWER 1 OF 8 REGISTRY COPYRIGHT .2005 ACS on STN 

RN 467429-83-0 REGISTRY 

ED Entered STN: 30 Oct 2002 

CN Gallium(l+) , bis [N, N-dimethyl-2- [ 1- (2-pyridinyl- 
kN) ethylidene] hydrazinecarbothioamidato-KN2,KS] 
(T-4)-tetrachlorogallate(l-) (9CI) (CA INDEX NAME) 

MF C20 H26 Ga N8 S2 . C14 Ga 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER, US PAT FULL 
CM 1 

CRN 467429-82-9 

CMF C20 H26 Ga N8 S2 

CCI CCS 




CM 2 

CRN 15201-06-6 

CMF CI 4 Ga 

CCI CCS 



ci- 

I 3 + 
~C1- Ga CI" 



CI" 



2 REFERENCES IN FILE CA (1907 TO DATE) 

2 REFERENCES IN FILE CAPLUS (1907 TO DATE) 

L6 ANSWER 2 OF 8 REGISTRY COPYRIGHT 2005 ACS on STN 

RN 467429-82-9 REGISTRY 

ED Entered STN: 30 Oct 2002 

CN Gallium(l+) , bis [N, N-dimethyl-2- [ 1- ( 2-pyridinyl- 

kN) ethylidene] hydra zinecarbothioamidato-KN2 , kS ] - ( 9CI ) 
(CA INDEX NAME) 

MF C20 H26 Ga N8 S2 

CI CCS, COM 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER 



Me 




I 

N' 



S 



NMe2 



Me 




1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L6 ANSWER 3 OF 8 REGISTRY COPYRIGHT 2005 ACS on STN 

RN 221147-05-3 REGISTRY 

ED Entered STN: 13 Apr 1999 

CN Gallium, [N-phenyl-2- [ 1- (2-pyridinyl-KN) ethylidene] hydrazinecarbothi 
oamidato-KN2 , kS ] bis [ ( trimethylsilyl ) methyl ] - , ( TB-5- 13 ) - ( 9CI ) 
(CA INDEX NAME) 

MF C22 H35 Ga N4 S Si2 

CI CCS 

SR CA 

LC STN Files: CA, CAPLUS 



L6 ANSWER 4 OF 8 REGISTRY COPYRIGHT 2005 ACS on STN 

RN 221135-71-3 REGISTRY 

ED Entered STN: 11 Apr 1999 

CN Gallium, bis ( 2-methylpropyl ) [N-phenyl i -2- [ 1- (2-pyridinyl- 
KN) ethylidene] hydrazinecarbothioamidato-KN2, kS] 
(TB-5-13)- (9CI) (CA INDEX NAME) 

MF C22 H31 Ga N4 S 

CI CCS 

SR CA 

LC STN Files: CA, CAPLUS 



Me 




1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



Entered STN: 21 Feb 1992 

Gallium, dichloro [2- [ 1- (2-pyridinyl ) ethylidene] hydrazinecarbothioamidato- 

NN2,N2,S]-, (TB-5-24)- (9CI) (CA INDEX NAME) 

C8 H9 C12 Ga N.4 S 

CCS 

CA 

STN Files: CA, CAPLUS, TOXCENTER 



ANSWER 8 OF 8 REGISTRY COPYRIGHT 2005 ACS on STN 
139028-68-5 REGISTRY 
Entered STN: 21 Feb 1992 

Gallium, dichloro [2- (2-pyridinylmethylene) hydrazinecarbothioamidato- 

NN2,N2,S]-, (TB-5-24)- (9CI) (CA INDEX NAME) 

C7 H7 C12 Ga N4 S 

CCS 

CA 

STN Files: CA, CAPLUS, TOXCENTER 



Me 




1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 




"CI 



ci- 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



Me 




N- 



N- 




./ 



NHPh 



Me2CH-CH2 



-CH2~CHMe2 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



L6 ANSWER 5 OF 8 REGISTRY COPYRIGHT 2005 ACS on STN 

RN 173256-88-7 REGISTRY 

ED Entered STN: 15 Feb 1996 

CN Gallium, [N, N-dimethyl-2- [1- (2-pyridinyl )*ethylidene] hydrazinecarbothioamid 

ato-NN2,N2, S] dimethyl- (9CI) (CA INDEX NAME) 

MF C12 H19 Ga N4 S 

CI CCS 

SR CA 

LC STN Files: CA, CAPLUS 



L6 ANSWER 6 OF 8 REGISTRY COPYRIGHT 2005 ACS on STN 

RN 139028-70-9 REGISTRY 

ED Entered STN: 21 Feb 1992 

CN Gallium, dichloro [N, N-dimethyl-2- [ 1- (2-pyridinyl) ethylidene] hydra zinecarbo 

thioamidato-NN2,N2,S]-, (SP-5-13)- (9CI) (CA INDEX NAME) 

MF C10 H13 C12 Ga N4 S 

CI CCS 

SR CA 

LC STN Files: CA, CAPLUS, TOXCENTER 




CH3~ 



Me 



1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 



Me 




1 REFERENCES IN FILE CA (1907 TO DATE) 

1 REFERENCES IN FILE CAPLUS (1907 TO DATE) 
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RN 



ANSWER 7 OF 8 REGISTRY COPYRIGHT 2005 ACS on STN 
139028-69-6 REGISTRY 



=> s 16 
L7 



6 L6 



=> dup rem 17 

PROCESSING COMPLETED FOR L7 

L8 6 DUP REM L7 (0 DUPLICATES REMOVED) 

=> d 1-6 bib abs 

L8 ANSWER 1 OF 6 US PAT FULL on STN 

AN 2004:145065 US PAT FULL 

TI Tumour-inhibiting gallium compounds 

IN Keppler, Bernhard, Hockenheim, GERMANY, FEDERAL REPUBLIC OF 

PA FAUSTUS FORSCHUNGS CIE. TRAN S LAT I ONAL CANCER RESEARCH GMBH, Leipzig, 

GERMANY, FEDERAL REPUBLIC OF (non-U. S. corporation) 
PI - US 2004110737 Al 20040610 

AI US 2003-678292 Al 20031003 (10) 

RLI Continuation of Ser. No. WO 2002-EP3560, filed on 28 Mar 2002, UNKNOWN 

PRAI DE 2001-116527 20010403 

DT Utility 

FS APPLICATION 

LREP MICHAEL BEST & FRIEDRICH, LLP, 100 E WISCONSIN AVENUE, MILWAUKEE, WI, 

• 53202 
CLMN Number of Claims: 12 
ECL Exemplary Claim: 1 
DRWN No Drawings 
LN.CNT 287 

CAS INDEXING IS AVAILABLE FOR THIS PATENT. 

AB The invention relates to a compound of the general formula (I) 

##STR1## 

where 

R.subil, R.sub.2, R.sub.3, R.sub.4, R.sub.l', R.sub.2', R.sub.3' and 
R.sub.4 1 

are independently of one another hydrogen, C.sub. 1-C.sub. 15-alkyl, 
C . sub . 2-C. sub . 15-alkenyl, C . sub . 2-C . sub . 15-alkinyl, C . sub . 3-C . sub . 16- 
cycloalkyl, C . sub . 3-C . sub . 16-cycloalkenyl , aryl or a hererocyclus which 
in each case can be substituted or unsubstituted, 

Y is a physiologically compatible anion, and 

n is 1 or 2, 

as well as its application to the prophylaxis and/or tretment of cancer 
illnesses . 

CAS INDEXING IS AVAILABLE FOR THIS PATENT. 

L8 ANSWER 2 OF 6 HCAPLUS COPYRIGHT 2005 ACS on STN 
AN 2002:793635 HCAPLUS 
DN 137:303814 

TI Tumour inhibiting gallium compounds 
IN Keppler, Bernhard 

PA Faustus Forschungs Cie. Translational Cancer Research G.m.b.H., Germany 
SO PCT Int. Appl., 24 pp. 

CODEN: PIXXD2 ' 
DT Patent 
LA German 
FAN . CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI WO 2002081484 Al 20021017 WO 2002-EP3560 20020328 

W: AE, AG, AL, AM, AT, AU, AZ, BA, BB, BG, BR, BY, BZ, CA, CH, CN, 

CO, CR, CU, CZ, DE, DK, DM, DZ, EC, EE, ES, FI , GB, GD, GE, GH, 

GM, HR, HU, ID, IL, IN, IS, JP, KE, KG, KP, KR, KZ, LC, LK, LR, 

LS, LT, LU, LV, MA, MD, MG, ' MK, MN, MW, MX, MZ, NO, NZ, OM, PH, 



PL, PT, RO, 
UA, UG, US, 
TJ, TM 
RW: GH, GM, KE, 
CY, DE, DK, 
BF, BJ, CF, 
DE 10116527 
DE 10116527 
CA 2442863 
EP 1377591 

R: AT, BE, CH, 
IE, SI, LT, 
JP 2004533429 
US 2004110737 
PRAI DE 2001-10116527 

WO 2002-EP3560 
OS MARPAT 137:303814 
GI 



RU, SD, SE, SG, SI, SK, SL, TJ, TM, TN, TR, TT, TZ, 
UZ, VN, YU, ZA, ZM, ZW, AM, AZ, BY, KG, KZ, MD, RU, 



LS, 
ES, 
CG, 
Al 
C2 
AA 
Al 
DE, 
LV, 
T2 
Al 
A 
W 



MW, MZ, SD, 
FI, FR, GB, 
CI, CM, GA, 
20021017 
20030515 
20021017 
20040107 
DK, ES, FR, 
FI, RO, MK, 
20041104 
20040610 
20010403 
20020328 



SL, SZ, TZ, UG, ZM, ZW, AT, BE, CH, 

GR, IE, IT, LU, MC, NL, PT, SE, TR, 

GN, GQ, GW, ML, MR, NE, SN, TD, TG 

DE 2001-10116527 20010403 

CA 2002-2442863 20020328 

EP 2002-708371 20020328 

GB, GR, IT, LI, LU, NL, SE, MC, PT, 

CY, AL, TR 

JP 2002-579472 20020328 

US 2003-678292 20031003 



CH2R 4 ' 




Y?~ 



AB The preparation and antitumor activity is described for gallium acetylpyridine 
thiosemicarbazonato derivative complexes (I), wherein Rl, R2, R3, R4, Rl 1 , 
R2 1 , R3 1 and R4 1 independently represent hydrogen, Cl-C15-alkyl , 
C2-C15-alkenyl, C2-C15-alkynyl, C3-C16-cycloalkyl, C3-C16-cycloalkenyl, 
aryl or a heterocycle which can be resp. substituted or not, Y is a 
physiol. compatible anion and n is a natural number The invention also 
relates to the use thereof in the prophylaxis and/or treatment of cancer. 
Thus, gallium complex I (all R = R' = H, Yn- = GaC14-) was prepared and its . 
antitumor activity measured. 

RE.CNT 6 THERE ARE 6 CITED REFERENCES AVAILABLE FOR THIS RECORD 

ALL CITATIONS AVAILABLE IN THE RE FORMAT 

L8 ANSWER 3 OF 6 HCAPLUS COPYRIGHT 2 005 ACS on STN 
AN 2002:529532 HCAPLUS 
DN 138:180292 

TI Synthesis, structure, spectroscopic and in vitro antitumor studies of a 

novel gallium(III) complex with 2-acetylpyridine 4N- 

dime thylthi os emicarba zone 
AU Arion, Vladimir B. ; Jakupec, Michael A.; Galanski, Markus; Unfried, Peter; 

Keppler, Bernhard K. 
CS Institute of Inorganic Chemistry of the University of Vienna, Vienna, 

A-1090, Austria 

SO Journal of Inorganic Biochemistry (2002), 91(1), 298-305 

CODEN: JIBIDJ; ISSN: 0162-0134 
PB Elsevier Science Inc. 
DT Journal 
LA English 

AB The reaction of 2-acetylpyridine 4N-dimethylthiosemicarbazone (HL) with 
GaC13 in absolute ethanol in 1:1 molar ratio yielded the complex 
[GaL2] [GaCl4] . The crystal structure of the gallium(III) complex has been 
determined by x-ray diffraction methods. IR, electronic, ESI mass and 1H, 13C, 



15N and 71Ga NMR spectra, as well as the thermal behavior are reported. 
The cytotoxicity assay in several human cancer cell lines (SW480, SK-BR-3 
and 41M) suggests that the gallium(III) complex might be endowed with 
promising antitumor properties. In vitro cytotoxic activity exceeds that 
of all other tested gallium(III) complexes and is slightly higher than 
that of HL. 

RE.CNT 48 THERE ARE 48 CITED REFERENCES AVAILABLE FOR THIS RECORD 
ALL CITATIONS AVAILABLE IN THE RE FORMAT 

L8 ANSWER 4 OF 6 HCAPLUS COPYRIGHT 2005 ACS on STN 
AN 1999:115870 HCAPLUS 
DN 130:223320 

TI Synthesis and characterization of Group 13 compounds of 2-acetylpyridine 

thiosemicarbazone . Single-crystal structure of 

(iC4H9) 2A1 (NC5H4C(CH3)NNC(S)NHPh) 
AU Kang, Youngjin; Kang, Sang Ook; Ko, Jaejung; Sohn, Jeong-In 
CS Department of Chemistry, Korea university, Chungnam, 339-700, S. Korea 
SO Bulletin of the Korean Chemical Society (1999), 20{1), 65-68 

CODEN: BKCSDE; ISSN: 0253-2964 
PB Korean Chemical Society 
DT Journal 
LA English 

AB Novel mononuclear Group 13 metal complexes with the formula 

(R2M) { NC5H4C (CH3 ) NNC ( S ) NH (C6H5 ) } (M = .Al, R = iC4H9 (1); M = Ga, R = 1C4H9 
(2); M = Al, R = CH2SiMe3 (3); M = Ga, R = CH2SiMe3 (4)) result when 
2-acetylpyridine 4-phenyl-thiosemicarbazone ligand is mixed with 
trialkylaluminum or trialkylgallium. These compds . 1-4 are characterized 
by microanal., NMR (1H, 13C) spectroscopy, mass spectra, and 
single-crystal x-ray diffraction. X-ray single-crystal diffraction anal, 
reveals that 1 is mononuclear metal compound with coordination number of 5 and 
N, N, S-coordination mode. 

RE.CNT 34 THERE ARE 34 CITED REFERENCES AVAILABLE FOR THIS RECORD 
ALL CITATIONS AVAILABLE IN THE RE FORMAT 

L8 ANSWER 5 OF 6 HCAPLUS COPYRIGHT 2 005 ACS on STN 
AN 1995:929994 HCAPLUS 
DN 124:133575 

TI Pulsed field gradient NMR: correction of tl artifacts in DQF-COSY, HMQC, 
and HMBC 

AU Lee, Chulhyun; Yi, Gwan-Su; Cheong, Chaejoon; Ko, Jae-Jung; Lee, Jo Woong 
CS Magnetic Resonance Group, Korea Basic Science Inst., Taejon, 305-333, S. 
Korea 

SO Bulletin of the Korean Chemical Society (1995), 16(10), 991-4 

CODEN: BKCSDE; ISSN: 0253-2964 
PB Korean Chemical Society 
DT . Journal 
. LA English 
GI 



Me 




AB Pulsed-field gradient was applied to expts . of double quantum-filtered 
correlated spectroscopy (DQF-COSY), heteronuclear multiple quantum 
coherence spectroscopy (HMQC) , and heteronuclear multiple-bond correlation 
spectroscopy (HMBC) . The spectra were compared with those obtained using 
the phase-cycling method. Results are reported for I. 

L8 ANSWER 6 OF 6 HCAPLUS COPYRIGHT 2005 ACS on STN 
AN 1992:98221 HCAPLUS 



DN 116:98221 

TI Synthesis and characterization of potential antitumor and antiviral 

gallium(III ) complexes of a- (N) -heterocyclic thiosemicarbazones 
AU Kratz, F. ; Nuber, B.; Weiss, J.; Keppler, B. K. 

CS Anorg.-Chem. Inst., Univ. Heidelberg, Heidelberg, 6900, Germany 
SO Synthesis and Reactivity in Inorganic and Metal-Organic Chemistry (1991), 
21(10), 1601-15 

CODEN: SRIMCN; ISSN: 0094-5714 
DT Journal 
LA English 

AB LGaC12 (LH = 2-f ormylpyridine and 2-acetylpyridine thiosemicarbazone, 
2-acetylpyridine 4, 4-dimethylthiosemicarbazone, 2-acetylpyridine 
4,-4-hexamethylenethiosemicarbazone, 2-acetylpyridine 4, 4- (cyclohexane-1, 4- 
bismethylene) thiosemicarbazone, 2-acetylpyridine 4,4- (3- 
methylpentamethyylene ) thiosemicarbazone) were synthesized and 

characeterized by elemental anal., conductivity measurements, IR spectroscopy and 

1H NMR spectroscopy. Mass spectrometry was carried out with 2 complexes 

and a x-ray single-crystal study performed with dichloro- [ (2- 

acetylpyridine) -4, 4- (3-methylpentamethylene) thiosemicarbazonato- 

Nl, N2, S] gallium( III ) . The gallium(III) complexes of 2-f ormylpyridine and 

2-acetylpyridine thiosemicarbazone seem to have a cis trigonal bipyramidal 

structure whereas the gallium(III) complexes of the N4-disubstituted 

thiosemicarbazones have an approx. square pyramidal structure. Crystal 

data: monoclinic, space group P21/c, a 9.695(3), b 12.283(4), c 15.474(6) 

A, P 106.68°, Z = 4, R = 0.070, Rw = 0.059. 



